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*1 Emerging Technology from the arXiv on MIT Technology

Review, “Flavor Networks Reveal Universal Principle Be-
hind Successful Recipes” , https://www.technologyreview
.com/2017/04/20/152437/flavor-networks-reveal-univ
ersal-principle-behind-successful-recipes/, 2022 4 8
H 8 HR%
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*3  Ganesh Bagler, “FlavorDB”, https://cosylab.iiitd.edu.
in/flavordb/, 2022 £ 8 H 8 HRIE.

National Center for Biotechnology Information, “Pub-
Chem”, https://pubchem.ncbi.nlm.nih.gov/, 2022 % 8

H 8 H H%.
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*5  “RDKit”, http://www.rdkit.org/, 2022 4 8 H 8 HRH%.

(© 2022 Information Processing Society of Japan

Vol.2022-DBS-175 No.31
Vol.2022-IFAT-148 No.31

2022/9/10
= 1: M7 —&
BTV 7— 2%
N=HY = FHF—F « ZF v 38
e 18
7L a— Ve 26
B - SR 56
FLEL 47
FE - s 14
/NZEHs 4
ERES 57
L 6
A - B 30
Fvv - T 27
Tty - B2 147
A I/ S NP 67
Ak 35
AL A 24
L 16
Z DAth 4

= 2: 77 IHERES

WERCEL R % b4
JRup. Bt 6,653
l{e=x7] 1,559
- B¢ - B8 | 111,355
Ty
B - k&Y | 35,143

AT 208D H > 7223, Hyperfoods [18] DT — &
TILEWDOBEREIET 2 e PR TH-72. ZD7:
®, FlavorGraph T L TWAL T —Xty +D
RecipelM [19] &, BM LGV ORBERHERER> T — &
N—=ZTdH % FlavorDB [20] Z T FlavorGraph & [f]
REDHEN G 2875 7R L. M n-5E
757D —F, TyIIZOoWTOMEL L, £21T7
THDTH 5.

4.2 FHEAHE

METIE, REFEEhETERINEZEMORZ +
NERBD, BMERY U THIELWS DRO2ZFHli$ 2
7212, ERLIEBMEENRS MLEHWEh T3V 58
Biiotz. ZhZhOFETHELNZEMORY MLEE
KXo THBEINBMD, EBEOBMOEOMER % HH
TETVWIUIVRIZY, X7 MARBDHERb i L
MTCE2056TH5.

AT — X Dh 73V e Z2ONR (BHMOB) 1%, £
LIRTHEDTHS. ZHoDT—&IE FlavorGraph D
DB X7z AR TR NG T — X Th
D, BMLILAEMOMBRELZ DT —RR—2ATH 5
FlavorDB [20] 22 H/E STV 5.

BMARZ PO, FIRIC X 2 RBERIEE NS



BIRLIEFWRERES
IPSJ SIG Technical Report

Vol.2022-DBS-175 No.31
Vol.2022-IFAT-148 No.31
2022/9/10

xR 3: DFRER

N SVM MLP
Fik - -
macro Fp micro F} macro Fp micro F}
PubChem Fingerprints 0.234 0.311 0.234 0.311
Mol2vec (Morgan Fingerprints) 0.302 0.377 0.299 0.361

ey &
PRl RS
%, %" i P
(]
,g.ﬁ*,; I .:§'
o TN o
B Aty o X
RPREY S *- S
v o L ok,
s A
‘ud;: ., .-E‘. }3::’::&4
. »
-~ oo !-n,,. Q
L
-
®x

(a) PubChem Fingerprints

-
¢ Hmf&
]

e <& b

- o %
o 3 oY
e :ﬁé
i
902
g

‘“i
o atiw
i R
. Yo
& - L W
) Bl
A e s
P -~y N
‘?’% 2 Pes !,sg ;%:.;:’; s
/R T )
duan?
S

(b) Mol2vec (Morgan Fingerprints)

5: ({LEVIRILD 010 HiR

27012, 27 7 AFEFIEL LTHAREZ V 7 XY KR—
FRZ PLwsy (SVM) &ZE —t 7 br> (MLP)
ZRWz. FHlfERLIR 1 1OoRENDE XS WA L7 —
Rty "W AREBETH D HERL, macro Fy, micro
F) CTiHfis 2. ik 2 ERBICBIS, #EaE P
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